The compound, (2E)-1-(1,3-benzodioxol-5-yl)-3-(4-chlorophenyl)prop-2-en-1-one (I), C16H11ClO3, crystallizes in the monoclinic crystal system with space group P21/c and cell constants: a = 22.7231 (15) 
Among the important features of chalcones is their ability to act as activated unsaturated systems in the conjugated addition of carbanions in the presence of suitable base catalysts. 1, 2 In our studies we have continued to examine the geometrical features and underlying intermolecular interactions of chalcones and related derivatives that hold the assembly of these molecules in the crystalline lattice. We report here on the crystal structures of two new structures derived from 1-(1,3-benzodioxol-5-yl)-ethanone, namely (2E)-1-(1,3-benzodioxol-5-yl)-3-(4-chlorophenyl)prop-2-en-1-one (I) and (2E)-1-(1,3-benzodioxol-5-yl)-3-(3,4-dimethoxyphenyl)prop-2-en-1-one (II).
The syntheses of I and II were performed by adding 15 ml of 25% KOH dropwise to a mixture of 1-(1,3-benzodioxol5yl)ethanone (0.01 mol) and substituted benzaldehydes (0.01 mol) in 30 ml of ethanol with vigorous stirring for about 8 -10 h. The crude products obtained in each case (Fig. 1) were filtered and recryrstallized from toluene by slow evaporation. The compositions and melting points of the two chalcones are (I) C 66.94(67.03); H 3.84(3.87); 435 -439 K, (II) C 69.17(69.22); H 5.12(5.16); 405 -407 K. X-ray data for I and II were collected with an Oxford Diffraction Gemini R CCD area detector using CrysAlisPro software and graphitemonochromated Mo-Ka (l = 0.71073 Å) at 200(2)K. In both I and II the structure was solved by direct methods using SHELXS97, 3 and all of the non-hydrogen atoms were refined anisotropically by full-matrix least-squares on F 2 using SHELXL97. 3 In both structures the hydrogen atoms were placed in their calculated positions and included in the refinement using the riding model. An absorption correction was performed in each case using CrysAlis RED, and all calculations were performed using SHELXTL. 4 Crystal and experimental data for I and II are listed in Table 1 . Schemes for the molecular structures of I and II are shown in Fig. 2 . The bond lengths and bond angles for each structure are all within the expected ranges.
In I there is an intermolecular C-H·O hydrogen bond between the C15 and O1 atoms [C15·O1 (x, -y+1/2, z+1/2) 3. independent molecules in II is 7.8(9)˚ (A) and 37.9(7)˚ (B), respectively (Fig. 3b) . MOPAC calculations were performed with MOPAC Pro TM , as implemented by WeMO. 5 The AM1 (Austin Model 1) approximation together with the Hartree-Fock closed-shell (restricted) wavefunction was used and minimizations were teminnated at an r.m.s. gradient of less than 0.01 kJ mol -1 Å -1 . When the refined atom coordinates in I were subjected to a MOPAC calculation, the angle between the mean planes of the 1,3-benzodioxol-5-yl group and the benzene ring become 54.7(2)˚ in the local minimized structure. It is clear that hydrogen bonding and other packing factors influence this twist angle value for the molecule in this crystal. The repulsion of the H atoms at C8 and C15 is balanced by p conjugation of the carbonyl and aryl groups as well as from intermolecular hydrogen-bonding effects. The difference between the C9-O1 bond length (1.230 Å crystal vs. 1.240 Å MOPAC) indicates a slightly different degree of conjugation of the sp 2 C9 atom. In II the angle between the mean planes of the 1,3-benzodioxol-5-yl group and the benzene ring becomes 38.6(4)˚ when subjected to the MOPAC calculation indicating similar effects due to hydrogen-bonding interactions and packing factors on the twist angle of these groups. The difference between the C11-O3A, C11-O3B bond lengths [1.228 Å (A) and 1.231 Å (B) crystal vs. 1.241 Å MOPAC] also indicates slightly different degrees of conjugation of the sp 2 hybridized C11 atom. While molecular packing is influenced by hydrogen-bonding effects in both I and II, additional p-p stacking interactions between adjacent 5-membered dioxol rings and the 9-membered benzodioxol group as well as the benzyl ring contribute to stabilize the crystal packing. The interplanar distances between the first two groups [Cg1 and Cg3; x, 1+y, z] in I is 3.8253(15)Å, where Cg1 and Cg3 = center of gravity of O2/C12/C13/O3/C16 and C10·C15, respectively (Fig. 4(a) ). In II the interplanar distances between the 6-membered benzyl group (Cg2) and the nearby dioxol (Cg1) and benzyl (Cg3) groups in molecule A (1-x, -y, 1-z) are 3.815(1)Å and 3.685(3)Å, respectively (Fig 4(b) ), where Cg1, Cg2 and Cg3 = O4A/C12A/C15A/O5A/C18A and C1A-C5A and C12A-C17A, respectively. In molecule B there is an interplanar interaction between two benzyl (Cg6) groups (1-x, 1-y, 1-z) of 3.60102 Å, where Cg6 = C1B-C6B. 
